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Sep 26, 2014 - 03:18 AM EDT

4TPC

Crystal structure of the E. coli ribosome bound to flopristin and linopristin.
This file contains the 30S subunit of the first 70S ribosome.

Noeske, J.; Huang, J.; Olivier, N.B.; Giacobbe, R.A.; Zambrowski, M.; Cate,
J.H.D.

2014-06-07

2.80 A(reported)

This is a wwPDB validation summary report for a publicly released PDB entry.
We welcome your comments at validation@mail.wwpdb.org
A user guide is available at http://wwpdb.org/Validation PDFNotes.html

The following versions of software and data (see references) were used in the production of this report:

MolProbity : 4.02b-467

Mogul : 1.16 November 2013
Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 21963
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)

Validation Pipeline (wwPDB-VP) : stable23828


http://wwpdb.org/ValidationPDFNotes.html
http://wwpdb.org/ValidationPDFNotes.html
http://wwpdb.org/ValidationPDFNotes.html#h.bb5rq2d7riym
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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.80 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore I - 26
Ramachandran outliers D 12.4%
Sidechain outliers W 24.3%
RNA backbone I I 0.46
Worse Better

0 Percentile relative to all X-ray structures

[ Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 79885 2295 (2.80-2.80)
Ramachandran outliers 78287 2252 (2.80-2.80)
Sidechain outliers 78261 2254 (2.80-2.80)
RNA backbone 1838 1076 (3.30-2.30)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 1539

2 B 218 —
3 C 206 -
4 D 205 -—
5 E 150 -
6 F 100 —
7 G 151

8 H 129

9 I 127 -
10 J 98 -—
11 K 117 -
12 L 123 -
13 M 114 -
14 N 100 -

Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain

15 O 88 —
16 P 82

17 Q 80 e —
18 R 55 —
19 S 79 ———
20 T 85 e —
21 U 51 —
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2 Entry composition (i)

There are 23 unique types of molecules in this entry. The entry contains 51820 atoms, of which 0
are hydrogen and 0 are deuterium.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a RNA chain called 16S rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 A 1538 32995 14716 6050 10691 1538 0 0 0
e Molecule 2 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 B 218 1705 1081 305 312 7 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 © 206 1625 1028 305 289 3 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 D 205 1643 1026 315 298 4 0 0 0
e Molecule 5 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o 2 150 1106 687 211 202 6 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 F 100 818 515 148 149 6 0 0 0
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e Molecule 7 is a protein called 30S ribosomal protein S7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 G 151 1182 735 227 216 4 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 H 129 979 616 173 184 6 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 I 127 1022 634 206 179 3 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 8 787 493 150 143 1 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
L 17 877 540 174 160 3 0 0 0
e Molecule 12 is a protein called 30S ribosomal protein S12.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 L 123 055 590 196 165 4 0 0 0
e Molecule 13 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 M 14 84 546 178 157 3 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 N 96 774 483 160 128 3 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 0 88 710 437 143 129 1 0 0 0
e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 P 82 649 406 128 114 1 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 Q 80 649 411 121 114 3 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 R %5 456 288 &6 82 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 S & 638 408 120 108 2 0 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 T 85 665 411 137 114 3 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 v 51 426 265 &6 T4 1 0 0 0

e Molecule 22 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | A 72 T(;gal 1\742*5 0 0

e Molecule 23 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
23 | A 193 Tiogtgl 1(9)3 0 0
23 | L 2 Toztal (2) 0 0
23 | N 5 Togal (5) 0 0
23 | T 2 Togal (2) 0 0
23 | U 1 Toltal (1) 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-

coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

3 Residue-property plots (i)
are shown in grey.

Note EDS was not executed.

e Molecule 1: 16S rRNA

Page 8

TSV

L9

1444

8€D

zen

180

ven
€80

08v
6.0

[4<1a 4

8%1H

9¥ID
SPID

(445}

vven

veed
€€TD

reen

6zTn

09€d

0S€D
6VEV

L¥ED
9%€D
S%€0

£veN

T%€0

8EEY

CTEED

62EV

24718

81¥%D

4544

(4544

6070

Sovn
v0%d
£0%D
207D

3

L6EY
T6€D
06€N
68V

78€D

1

28eY
T8€D

6.L€D

9.L€D
slen
VLEY

TLED

04€0
69€D

L9€N

s9en

€190
2180

0TSV

S0SD
%030
€050
oSy
T0SD
008D
667V
86%Y

S67Y
67D
£67Y

L8YY
98¥N

78D
£8%0

18%D
08¥%N

8LYY

3

YL¥D
eLvNn
TLYN

0L%D
69%0

7ovn

989D

6.LSV
8150

9150
S.SD

TLSY
T80

899D

999D

%930
€95V

095V

8G5D

eisi=i
vSsy
€65V
2ssn

873D
LYSY
9ISy

¥¥sd
£7sn

LESD
9€50

9€LD
SELD
YELD

CTELD
TELD

6CLY
8TLY
LTLD

STLD
YTLD

Tl

0TLD
6T.LD

9TLY

TTLD
0TLD

90LYV
S0LD
YOLY
€0.LD

ToL0
00D

1690
969Y
S69V
769V

2690

)

98901
S89D
v8on
€899

189V
0890

.90
€LOV

1999

€99V
2990

0990

RLDWIDE

] g ] =

0
PROTEIN DATA BANK

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

4TPC

wwPDB X-ray Structure Validation Summary Report

Page 9

798V

798D
098Y

898D

988D

i

SE8N

i
L

Lz8n

€L6D

€€6D
TEBD

826D
126D
96D

€26V

616V
816V
116D
9160
ST6Y

€16V

0760

906V

1680

8€0TD

SEOTY

74U
€201
[24ua
TC0TY

9T0TV

70TV

11010
0107

90019

T660

68601
886D

9860

7860

2860

0860
6.60

COTTV

00TTD

860TD
L60TD
960TD
S60TN

7601D

2601V

880TH
180T

S80TN
78010

T80TV
080TV

LL0TD

S.0TNn

0%01n
6€0TD

LLTTD
9LTTV

YLT1D
€LTTIN

99TTD

v911D
€911V

B6STTN

8STTD

LSTTV

i

€STTD

TSTTV

LYT1D

4425

YETTD

|

OETTY
6CTTID
8CT1D

(44290

6TTTD
81110

60TTD
80TTD

[41aa
1821V
0STTV
67210
Lizaa

€VCID
ZveTd
13745
oveIn
6ECTY

LETTD

9ETTY

SCTTV

€TT1D
2eeTd

812D
L1210
91TV

¥1210

0121D
60CTD

€0T1D

00270

86TTD
LBTTY

L

C6TTD
T6TTY
06T1D

98TTD
S8TTD

Z8T1D

08TTV
6LTTV

€0E€TD

ToETN
00€TD
66CTV

LB6TTD
96210

%6210

¥8C10

18210

SG2TH

€G2TD

T8ETN

8veTN
LYETD
9VETY

TYETD

6EETY

EEETY
CEETY
TEETH
ogeTn
62ETY

LTETD
9zeTN
SCETO
YTetv

CTETO

6TETY

LS71D

SSPID

€5%TD

i
L

67710

LYTTY

ovvIn
6EVTD

9EVIN
SEVID

CEVID

LESTN
9€STD

0€STD

§2STD

¢TSI
12810
0ZS1D
6TGTYV

LTISTD

V151D
€ISTV

60STD
80STV

90STN

8S¥TD

6ESTD

30S ribosomal protein S2

e Molecule 2
Chain B

TLD

N~ D O
© © ~
- o>

1o}
©
o

3]
©Q
=

=
© ©
< 0

694

191

TSN

D
<I‘
I=I

PAZN

3
i

THN

oI
<
-

6EH

® DO - ey
ISRl ) @
XA H ~

9gH

44\
€TH

0L

™ 0
— =
o =]

T
011
6

TETH

445

[441i]
1218

6TTL
8T1H

911a
ST

€TTY

601D

90TL

YoM
€0TN
COTL

00T

©
[}
I:’f

76H

CcLL

0ca
€0CN
20ZH

L

68T.L
881a
L8TA

814

2914

09TV
6S51Q
8GTd

TSTI
0ST1D

308 ribosomal protein S3

LTS

-

6ETH

LETH

SETT
veTv

9¢Ts
14§
%2ed

{444}

612V

LTTA

124

902V

e Molecule 3

O

R LDWIDE
PROTEIN DATA BANK

W



4TPC

wwPDB X-ray Structure Validation Summary Report

Page 10

Chain C

e

o
N~ 0 —
A= L=

©
=]

SS1D

TSTA
0STY

8%TD

(47431

OV TN

8ETA

[43%:

0€Td

6CTH

9¢TH

2eis

ETTY
(4510

L0T4

S4

e

S0Td

€071

L
+

86d

(=3 -|I}-|h
<) )
IIIIII:> -

983
S84

€8a

[
«©
=

SLI

€Ld
Tl
TLY

69H

S02D

[4)as

00zA

161D

C6TL

98TL

S8TN

7814

6.T4

9LTH

cLTYd

30S ribosomal prote

A 0
— —
- [=}

0Ltd
6914

9914
S9TL

e Molecule 4

Chain D

€91V

LSTT
9GTH

111

cLd

3

891
LOA

S9&

N
©
II‘: IIII

094
650

+

Lvd

4z
ia

TvH
[74)]

8€d

9gd

0€L

821

(44}

611

61

Ld
9D

129
€q
44

[4:34s]

{4434

0CTH
6118

L1171

STTY
14334

981d

€8T
2814

6.14
8LIN

9L1D

30S ribosomal prote

9974
S9TH

29TV

S5

11

e Molecule 5
Chain E

~
o
o

S64

769D
06L

88A

S8A
¥8d

z8d
181

6.9

LLN

SLV

iac

€ed

§4AN

8TA

3

122
€14
[41:]

otd

6STY

9GTH

vSTV

CSTH
TS8Td
0STd

8FIN

+

448"

(47449

LETA

e Molecule 6
Chain F

(495

66V

S6
ki

30S ribosomal protein

cLa
TLI

SSH

674

Ly

Sve

9€1

4

621

+

6Td
8TA

21d
TTH

~
[
[

61
84

D O
N ©
II‘” = ..|IIIIII

e Molecule 7
Chain G

128
€H

00TS

ey N~
[} o
IIIIII:n IIIIEd IIII

308 ribosomal prote

o
o)
=

© I~
~ o~
[N

S7

111

E€LA

TLd
0.4
69A
89N

~
©o
53]

S9V

Sy
©
II -

294

691
8594

~
0
7]

999

-if

081

o
3

Ly

4728

4

ovd

Les
9ei

(4N

8CN
LTA

441

{4

0
—
[N

LTY

o
: IIm IIII‘d IIIIIIII
H (=3 H

9v1d
SYIV

CYTH
TVIA
0%1a

8ETYH
LETH

€ETL

3

6114

ST1S

€11

TT1Y

80TY

%071

20Ty

661

L6N
964

LLS
9L

O

R LDWIDE
PROTEIN DATA BANK

W



4TPC

wwPDB X-ray Structure Validation Summary Report

Page 11

*

(7458

e Molecule 8: 30S ribosomal protein S8
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e Molecule 12: 308 ribosomal protein S12
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e Molecule 14: 30S ribosomal protein S14
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e Molecule 16: 308 ribosomal protein S16
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e Molecule 17: 30S ribosomal protein S17
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e Molecule 18: 308 ribosomal protein S18
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e Molecule 20: 308 ribosomal protein S20
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e Molecule 21: 308 ribosomal protein S21
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4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group P 212121 Depositor
Cell constants 211.97A  434.65A 623.91A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
Resolution (A) 69.36 — 2.80 Depositor
/0 Data completeness 89.2 (69.36-2.80) Depositor
(in resolution range)
Rinerge 0.13 Depositor
Rsym (Not available) Depositor
Refinement program PHENIX (phenix.refine: 1.8.1.1168) | Depositor
R, Ryree 0.215 , 0.260 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 51820 wwPDB-VP
Average B, all atoms (A?) 58.0 wwPDB-VP
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
MG

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | pyigy (47| 55 | RMSZ | #(7] >5
1 A 0.35 | 0/36944 | 0.82 | 6/57632 (0.0%)
2 B 0.29 0/1736 0.58 0/2338
3 C 0.28 0/1652 0.54 0/2225
4 D 0.29 0/1665 0.55 0/2227
5 E 0.32 0/1119 0.61 0/1504
6 F 0.31 0/836 0.61 1/1128 (0.1%)
7 G 0.26 0/1196 0.50 0/1602
8 H 0.31 0/989 0.54 0/1326
9 | 0.27 0/1034 0.58 0/1375
10 J 0.29 0/797 0.56 0/1077
11 K 0.28 0/893 0.57 0/1205
12 L 0.32 0/969 0.62 0/1300
13 M 0.27 0/893 0.56 0/1193
14 N 0.29 0/785 0.56 0/1043
15 O 0.27 0/718 0.53 0/959
16 P 0.30 0/659 0.58 0/884
17 Q 0.30 0/658 0.58 0/881
18 R 0.27 0/463 0.53 0/621
19 S 0.29 0/653 0.58 0/877
20 T 0.30 0/671 0.56 0/888
21 U 0.35 0/431 0.64 0/570
All All 0.33 | 0/55761 | 0.75 | 7/82855 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #/Planarity outliers
11 K 0 1
12 L 0 1
Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
21 U 0 1
All All 0 3

There are no bond length outliers.

The worst 5 of 7 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 A 1286 U C2-N1-C1” | 6.14 125.06 117.70
1 A 1279 G C8-N9-C4 | -6.04 103.98 106.40
1 A D78 C 05-P-OP1 | -5.70 100.57 105.70
1 A 1279 G N7-C8-N9 | 5.32 115.76 113.10
1 A 1504 G 04-C1-N9 | 5.10 112.28 108.20

There are no chirality outliers.

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
11 K 126 | LYS | Peptide
12 L 38 | TYR | Peptide
21 U 39 | GLU | Peptide

5.2 Close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 32995 0 16607 1035 0
2 B 1705 0 1732 176 0
3 C 1625 0 1696 5 0
4 D 1643 0 1707 134 0
5 E 1106 0 1148 75 0
6 F 818 0 808 60 0
7 G 1182 0 1238 58 0
8 H 979 0 1031 74 0
9 I 1022 0 1070 82 0

Continued on next page...


http://wwpdb.org/ValidationPDFNotes.html#h.shu6hrz6hdk9

Page 17 wwPDB X-ray Structure Validation Summary Report 4TPC

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 J 787 0 828 69 0
11 K 877 0 887 60 0
12 L 955 0 1016 61 0
13 M 884 0 941 58 0
14 N e 0 824 58 0
15 O 710 0 728 27 0
16 P 649 0 666 60 0
17 Q 649 0 691 65 0
18 R 456 0 478 17 0
19 S 638 0 665 39 0
20 T 665 0 714 50 0
21 U 426 0 449 49 0
22 A 72 0 0 0 0
23 A 193 0 0 20 0
23 L 2 0 0 0 0
23 N ) 0 0 0 0
23 T 2 0 0 0 0
23 U 1 0 0 0 0

All All 51820 0 35924 2215 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 26.

The worst 5 of 2215 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:533:A:0P1 23:A:1848:HOH:O 1.68 1.11
2:B:21:ARG:O 2:B:23:TRP:N 1.88 1.06

13:M:11:ASP:OD1 13:M:12:HIS:N 1.96 0.98
1:A:1077:G:N7 23:A:1789:HOH:O 1.98 0.95
1:A:1031:C:02’ 1:A:1032:G:OP2 1.87 0.91

There are no symmetry-related clashes.

5.3 Torsion angles
5.3.1 Protein backbone (i)
In the following table, the Percentiles column shows the percent Ramachandran outliers of the

chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.
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The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers
2 B 216/218 (99%) 127 (59%) | 39 (18%) | 50 (23%)
3 C 204/206 (99%) 149 (73%) | 34 (17%) | 21 (10%)
4 D 203/205 (99%) 135 (66%) | 38 (19%) | 30 (15%)
5 E 148/150 (99%) 105 (71%) | 23 (16%) | 20 (14%)
6 F 98/100 (98%) 60 (61%) 25 (26%) | 13 (13%)
7 G 149/151 (99%) 111 (74%) | 25 (17%) 13 (9%)
8 H 127/129 (98%) 88 (69%) 32 (25%) 7 (6%)
9 I 125/127 (98%) 89 (71%) 20 (16%) | 16 (13%)
10 J 96/98 (98%) 63 (66%) 15 (16%) | 18 (19%)
11 K 115/117 (98%) 84 (73%) 20 (17%) | 11 (10%)
12 L 121/123 (98%) 92 (76%) 20 (16%) 9 (™%)
13 M 112/114 (98%) 87 (78%) 12 (11%) | 13 (12%)
14 N 92/100 (92%) 58 (63%) 19 (21%) | 15 (16%)
15 O 86/88 (98%) 68 (79%) 15 (17%) 3 (4%)
16 P 80/82 (98%) 54 (68%) 13 (16%) | 13 (16%)
17 Q 78/80 (98%) 52 (67%) 21 (27%) 5 (6%)
18 R 53/55 (96%) 39 (74%) 12 (23%) 2 (4%)
19 S 77/79 (98%) 50 (65%) 18 (23%) 9 (12%)
20 T 83/85 (98%) 66 (80%) 11 (13%) 6 (7%)
21 U 49/51 (96%) 28 (57%) 8 (16%) 13 (26%)
All All 2312/2358 (98%) | 1605 (69%) | 420 (18%) | 287 (12%)

5 of 287 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 16 PHE
2 B 21 ARG
2 B 22 TYR
2 B 25 PRO
2 B 34 ALA

¢PDB

Percentiles
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5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all X-ray entries followed by that with respect to entries of
similar resolution. The Analysed column shows the number of residues for which the sidechain

conformation was analysed, and the total number of residues.

[\
—

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 B 180/180 (100%) 134 (74%) | 46 (26%) |
3 C 170/170 (100%) 128 (75%) | 42 (25%)
4 D 172/172 (100%) 135 (78%) | 37 (22%)
5 E 113/113 (100%) 82 (73%) 31 (27%)
6 F 87/87 (100%) 64 (74%) 23 (26%)
7 G 124/124 (100%) 91 (73%) 33 (27%)
8 H 104/104 (100%) 84 (81%) 20 (19%)
9 | 105/105 (100%) 71 (68%) 34 (32%)
10 J 86/86 (100%) 65 (76%) 21 (24%)
11 K 90/90 (100%) 70 (78%) 20 (22%)
12 L 103/103 (100%) 86 (84%) 17 (16%)
13 M 92/92 (100%) 70 (76%) 22 (24%)
14 N 79/83 (95%) 64 (81%) 15 (19%)
15 0O 75/76 (99%) 61 (81%) 14 (19%)
16 P 65/65 (100%) 50 (77%) 15 (23%)
17 Q 74/74 (100%) 53 (72%) 21 (28%)
18 R 48/48 (100%) 36 (75%) 12 (25%)
19 S 70/70 (100%) 56 (80%) 14 (20%)
20 T 65/65 (100%) 49 (75%) 16 (25%)

U ( (43%)

44/44 (100%) 25
1474 (76%)

All

=

1946,/1951 (100%) 472 (24%)

5 of 472 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
8 H 7 ILE
9 I 129 LYS
19 S 71 LEU
8 H 54 ASP
9 | 47 VAL
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 9 such
sidechains are listed below:

Mol | Chain | Res | Type
5 E 89 HIS
19 S 52 HIS
10 J 15 HIS
5 E 70 ASN
9 I 5 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 A 1537/1539 (99%) 344 (22%) 12 (0%)

5 of 344 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 A 4 U
1 A 5 U
1 A 6 G
1 A 9 G
1 A 13 U

5 of 12 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 A 1031 C
1 A 1049 U
1 A 1211 U
1 A 793 U
1 A 1201 A

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.
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5.6 Ligand geometry (i)

Of 72 ligands modelled in this entry, 72 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

6.2 Non-standard residues in protein, DNA, RNA chains (i)

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.
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